Key indicators: single-crystal X-ray study; T = 296 K; mean (C-C) = 0.003 Å; R factor = 0.043; wR factor = 0.128; data-to-parameter ratio = 13.8.
Related literature
For related literature, see: Chatterjee et al. (1982) ; Chohan et al. (2008) ; Hä mä lä inen et al. (1986) ; Nishimori et al. (2005) . 
Data collection
Bruker Kappa APEXII CCD diffractometer Absorption correction: multi-scan (SADABS; Bruker, 2005) T min = 0.886, T max = 0.935 18429 measured reflections 4669 independent reflections 3443 reflections with I > 2(I) R int = 0.028 Refinement R[F 2 > 2(F 2 )] = 0.042 wR(F 2 ) = 0.127 S = 1.04 3443 reflections 250 parameters H atoms treated by a mixture of independent and constrained refinement Á max = 0.38 e Å À3 Á min = À0.23 e Å À3 Table 1 Hydrogen-bond geometry (Å , ). (2) 173 (2) Symmetry codes: (i) Àx þ 3 2 ; y À 1 2 ; Àz þ 1 2 ; (ii) x; y À 1; z; (iii) Àx þ 1; Ày þ 1; Àz þ 1.
Data collection: APEX2 (Bruker, 2007) ; cell refinement: APEX2; data reduction: SAINT (Bruker, 2007) ; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008) ; program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: ORTEP-3 for Windows (Farrugia, 1997) and PLATON (Spek, 2003) ; software used to prepare material for publication: WinGX (Farrugia, 1999) and PLATON. chemistry of various derivatives of sulfonamides, a continuous effort of synthesizing Schiff base ligands of substituted halogen salicylaldehyde and various sulfonamides (Chohan et al., 2008) is in progress. In the same context, we herein report the structure of the title compound, (I), derived from the reaction of sulfisoxazole [N-(3,4-dimethyl-5-isoxazol) sulfanilamide]
and 5-chlorosalicylaldehyde. The crystal structures of sulfisoxazole (Chatterjee et al., 1982) and a bromo analog of (I) (Hämäläinen et al., 1986) have already been published; the later is isomorphous with (I).
In the solid state the H-atom bonded to hydroxy group in (I) has shifted to N-atom of the Schiff base moiety, resulting in the formation of a zwitterion (Fig. 1 ). The bond distance C2-O1 [1.302 (2) Å] in (I) compares well with 1.295 (10) Å reported for the corresponding distance in the bromo-analog. The bond lengths in the aromatic rings in (I) are similar to the corresonding bond lengths reported in its bromo-isomorph. The range of bond angles around S-atom [104.86 (10)°-121.02 (11)°] in (I) is also the same as reported [104.5 (4)°-121.2 (4)°] in the bromo-analog (Hämäläinen et al., 1986) .
The structure is stabilized by an intramolecular and five intermolecular H-bondings, the details of H-bonds are given in Table 1 . The molecules linked to each other by H-bonds form a three-dimensional polymeric network (Fig. 2 ). In addition, π-π interactions between aromatic rings C8-C13 (ring A) and C1-C6 (ring B) are also observed with distance between the centers of gravity for the two rings CgA···CgB iv (iv = x, y − 1, z) being Å. There also exists a π interaction between five-membered heterocyclic ring (ring C) and Cl1 with Cl1···CgC v [v = x − 1/2, −y − 1/2, z − 1/2] distance of 3.5371 (11) Å. The dihedral angles between the rings A/B, A/C, B/C have values of 5.84 (9), 43.37 (11), and 43.29 (11)°, respectively.
Experimental
An ethanol solution (15 ml) of sulfisoxazole (0.5346 g, 2 mmol) was added to a solution of 5-chlorosalicylaldehyde (0.3131 g, 2 mmol) in ethanol (10 ml). The reaction mixture was refluxed for 3 h. The solution was cooled to room temperature, filtered and volume reduced to about one-third using rotary evaporator. It was then allowed to stand for 13 days, after which orange-red crystals were obtained (m.p. 509 K).
Refinement
The coordinates of H-atoms attached to N-atoms were refined. The rest of the H-atoms were positioned geometrically, with C-H = 0.93 and 0.96 Å for aromatic and methyl H-atoms, respectively, and constrained to ride on their parent atoms with U iso (H) = xU eq (C, N), where x = 1.5 for methyl H, and x = 1.2 for all other H atoms. Fig. 1 . ORTEP-3 (Farrugia, 1997) drawing of (I) with the atom numbering scheme. The thermal ellipsoids are drawn at the 50% probability level. The intramolecular H-bonding is shown by dashed lines. Fig. 2 . The unit cell packing of (I) (Spek, 2003) showing the interamolecular and intermolecular H-bonds leading to three-dimensional network. Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > 2sigma(F 2 ) is used only for calculating R-factors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Figures
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 ) (7) 0.0206 (7) 0.0053 (6) O2 0.0592 (9) 0.0676 (11) 0.0756 (11) −0.0261 (8) −0.0034 (8) 0.0294 (9) O3 0.1035 (13) 0.0312 (8) 0.0657 (10) 0.0075 (8) −0.0100 (9) −0.0040 (7) O4 0.0582 (9) 0.0546 (9) 0.0484 (8) −0.0151 (7) 0.0214 (7) 0.0025 (7) N1 0.0385 (8) 0.0379 (8) 0.0343 (7) 0.0015 (6) 0.0054 (6) 0.0063 (6) N2 0.0404 (8) 0.0388 (9) 0.0407 (8) −0.0005 (7) 0.0033 (7) 0.0074 (7) N3 0.0833 (14) 0.0628 (13) 0.0581 (11) −0.0124 (11) 0.0358 (10) −0.0091 (10) C1 0.0368 (9) 0.0371 (10) 0.0389 (9) 0.0000 (7) −0.0002 (7) 0.0046 (7) (7) 0.0004 (7) 0.0024 (7) C9 0.0369 (9) 0.0403 (10) 0.0311 (8) 0.0004 (7) 0.0041 (7) 0.0002 (7) sup-5 C10 0.0407 (9) 0.0360 (10) 0.0396 (9) 0.0043 (8) 0.0025 (7) −0.0031 (7) C11 0.0408 (9) 0.0318 (9) 0.0366 (9) −0.0027 (7) −0.0019 (7) 0.0037 (7) 
Geometric parameters (Å, °)
Cl1-C5 1.742 (2) C6-H6 0.9300 S1-O2 1.4238 (17) C7-H7 0.9300 S1-O3 1.4298 (17) C8-C9 1.393 (2) S1-N2 1.6545 (17) C8-C13 1.395 (2) S1-C11 (3) O2-S1-O3 121.02 (11) C13-C8-N1 122.83 (16) O2-S1-N2 107.38 (10) C10-C9-C8 120.05 (16) O3-S1-N2 104.86 (10) C10-C9-H9 120.0 O2-S1-C11 108.61 (10) C8-C9-H9 120.0 O3-S1-C11 108.80 (9) C9-C10-C11 119.31 (17) N2-S1-C11 105.00 (8) C9-C10-H10 120.3 C14-O4-N3 106.69 (15) C11-C10-H10 120.3 C7-N1-C8 126.00 (15) C10-C11-C12 121.02 (17) C7-N1-H1 114.5 (14) C10-C11-S1 119.21 (14) C8-N1-H1 119.4 (14) C12-C11-S1 119.64 (13) C14-N2-S1 119.29 (13) C13-C12-C11 119.70 (16) C14-N2-H2 111.7 (17) C13-C12-H12 120.1 S1-N2-H2 109.3 (16) C11-C12-H12 120.1 C16-N3-O4 106.39 (16) C12-C13-C8 119.50 (17) sup-7
Hydrogen-bond geometry (Å, °) 
